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The title compound, C 26 H 22 O 4 , is a derivative of 1,4bis(phenylethynyl)benzene substituted by four methoxy groups on the terminal benzene rings. The molecule is almost planar with an r.m.s. deviation of 0.266 Å . The dihedral angles between the two terminal benzene rings and the central benzene ring are 7.96 (6) and 13.32 (7) . In the crystal structure, molecules aggregate via C-HÁ Á ÁO interactions, forming molecular tapes along the a axis, which aggregate to form a herring-bone structure.
Related literature
For the crystal structure of 1,4-bis[(2,6-dimethoxyphenyl)ethynyl]benzene, see: Ono et al. (2008) . For related sructures, including a 1,4-bis(phenylethynyl)benzene system, see: Watt et al. (2004) ; Li et al. (1998) ; Filatov & Petrukhina (2005 Refinement R[F 2 > 2(F 2 )] = 0.048 wR(F 2 ) = 0.140 S = 1.11 4638 reflections 271 parameters H-atom parameters constrained Á max = 0.26 e Å À3 Á min = À0.17 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Data collection: CrystalClear (Rigaku, 2001); cell refinement: CrystalClear; data reduction: CrystalClear; program(s) used to solve structure: SIR2002 (Burla et al., 2003) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: PLATON (Spek, 2003) and Mercury (Macrae et al., 2006) ; software used to prepare material for publication: WinGX (Farrugia, 1999). , 2005) . With regard to this, we investigated the molecular and crystal structure of the title compound, (I), which is a regioisomer of (II). The substitution effect of four methoxy groups at the terminal benzene rings was studied.
Petrukhina
The molecular structure of (I) is shown in Fig. 1 . The molecule is almost planar with an r.m.s deviation of 0.266 Å.
The dihedral angles between the terminal benzene rings and the central benzene ring are 7.96 (6)° (C1-C6) and 13.32 (7)°( C17-C22). The methoxy groups are coplanar with the attached benzene rings.
The crystal structure is characterized by a molecular tape along the a axis formed by C-H···O interactions (Table 1 and Fig. 2) . The molecular tapes aggregate to form a herring-bone-type structure, as shown in Fig.3 . The crystal structure of (I) is different from that of (II). The crystal structures of (I) and (II) indicate that the methoxy groups at terminal benzene rings play an important role in the crystal packing.
Experimental
The title compound (I) was prepared as follows: Tetrakis(triphenylphosphine)palladium(0) [Pd(PPh 3 ) 4 ] (52 mg, 0.045 mmol) was added to a mixture of 1-ethynyl-3,5-dimethoxybenzene (0.39 g, 2.4 mmol), 1,4-diiodobenzene (0.39 g, 1.2 mmol) and copper(I) iodide (5 mg, 0.03 mmol) in dry triethylamine (7 ml) under nitrogen. The reaction mixture was stirred for 18 h at 353 K. After removal of the solvent, dichloromethane (20 ml) and aqueous disodium ethylenediaminetetraacetate (Na 2 edta) solution (5%, 20 ml) were added. The organic layer was separated and washed with water (20 ml). The organic solution was dried over Na 2 SO 4 and concentrated. The residue was chromatographed on silica gel (CH 2 Cl 2 ) to afford the title compound (0.23 g, 49%) as a yellow powder. Yellow crystals of the compound, suitable for X-ray analysis were grown from an ethanol solution.
Refinement
All H atoms were placed in geometrically calculated positions, with C-H = 0.95 (aromatic) and 0.98 Å (methyl) and U iso (H) = 1.2U eq (C) (aromatic) and 1.5U eq (C) (methyl), and refined using a riding model. Fig. 1 . The molecular structure of (I), with atom labels and 50% probability displacement ellipsoids for non-H atoms and H atoms are shown as small spheres of arbitrary radii. 
Figures

Special details
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